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For general background to isoquinolines, see: Kametani et al. (1968) ; Broadhurst et al. (2001) ; Chao et al. (1999) ; Choudhury et al. (2002 Choudhury et al. ( , 2006 ; Hathwar et al. (2008) ; Elguero et al. 2002) .
Experimental
Crystal data 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.949, T max = 0.995 22808 measured reflections 3065 independent reflections 2608 reflections with I > 2(I) R int = 0.027 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.129 S = 1.14 3065 reflections 276 parameters All H-atom parameters refined Á max = 0.15 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry code: (i) Àx þ 1 2 ; y À 1 2 ; z. Cg2 is the centroid of the N1,C1-C3,C8,C9 ring.
Data collection: SMART (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: CAMERON (Watkin et al., 1993) ; software used to prepare material for publication: PLATON (Spek, 2009 ). 1-(3,5-Dimethyl-1H-pyrazol-1-yl)-3-phenylisoquinoline P. Manivel, V. R. Hathwar, T. Maiyalagan, V. Krishnakumar and F. N. Khan
Comment
Isoquinolines are an integral part of many naturally occurring fused heterocycles and find applications in synthetic and pharmaceutical chemistry (Kametani et al., 1968) . 3-substituted isoquinolines are of potent use in medicine, (Chao et al., 1999) and in general, hydrazine derivatives can be used as medicaments (Broadhurst et al., 2001) . Choudhury et al. (2002 Choudhury et al. ( , 2006 reported crystal structures of substituted isoquinolines while Hathwar et al. (2008) report the crystal structure of an isoquinolinyl diselenide. Similarly, compounds containing the pyrazole motif are being developed in a wide range of therapeutic areas including CNS, metabolic diseases and endocrine functions, and oncology (Elguero et al., 2002) . A number of pyrazole-containing compounds have been successfully commercialized, such as the blockbuster drugs Viagra, Celebrex, and Acomplia. In view of the diverse applications of this class of compounds, we report here the crystal structure of isoquinoline pyrazole, namely 1-(2,5-dimethyl-1H-pyrrol-1-yl)-3-phenylisoquinoline.
Although there are no intermolecular C-H···N hydrogen bonds, the molecules are linked by C-H···π interactions.
In the absence of strong hydrogen-bond donors in (I), the crystal packing is controlled by the involvement of weak C-H..pi intermolecular interactions.
Experimental
The 3-phenylisoquinolinehydrazine, and the 1, 3-diketones namely acetylacetone, were taken in ethanol (1:1 ratio) and refluxed under nitrogen overnight. Then the reaction mass was quenched with water, extracted with ethylacetate, washed, dried, concentrated and purified by column chromatography to get titlted compound, (I). Single crystals of the title compound were obtained via recrystalization from a dichloromethane solution
Refinement
All the H atoms in (I) were positioned geometrically and refined using a riding model with C-H bond lenghts of 0.93 Å and 0.97 Å for aromatic and for methylene H atoms respectively and U iso (H) = 1.2U eq (C) for all carbon bound H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.09848 (7) 0.53396 (16) 0.26708 (6) 0.0490 (4) N2 0.02198 (7) 0.52682 (18) (7) −0.0043 (6) −0.0032 (7) C1 0.0424 (9) 0.0510 (9) 0.0474 (9) 0.0001 (7) −0.0008 (7) 0.0054 (7) C8 0.0459 (9) 0.0484 (9) 0.0489 (9) 0.0017 (7) 0.0051 (7) 0.0088 (7) C3 0.0449 (9) 0.0588 (10) 0.0540 (10) 0.0024 (8) −0.0011 (8) 0.0162 (8) C9 0.0457 (9) 0.0503 (9) 0.0512 (10) 0.0033 (7) 0.0052 (7) 0.0168 (7) C2 0.0468 (9) 0.0506 (9) 0.0480 (9) −0.0056 (7) −0.0009 (7) 0.0118 (7) 
